Experimental
Crystal data C 31 H 22 O 2 M r = 426.49 Orthorhombic, P2 1 2 1 2 1 a = 11.0047 (8) Å b = 12.9686 (9) Å c = 15.4371 (11) Å V = 2203.1 (3) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 100 K 0.35 Â 0.25 Â 0.15 mm
Data collection
Bruker SMART APEX diffractometer 21245 measured reflections 2861 independent reflections 2658 reflections with I > 2(I) R int = 0.042 Refinement R[F 2 > 2(F 2 )] = 0.032 wR(F 2 ) = 0.082 S = 1.04 2861 reflections 306 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.18 e Å À3 Á min = À0.20 e Å À3 Absolute structure: 2204 Friedel pairs were merged Flack parameter: ? Rogers parameter: ? Table 1 Hydrogen-bond geometry (Å , ) .
Symmetry code: (i) Àx þ 2; y þ 1 2 ; Àz þ 3 2 .
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). Fig. 1 (5) C1 0.0168 (7) 0.0140 (7) 0.0130 (7) 0.0024 (6) −0.0032 (6) 0.0020 (6) (7) 0.0034 (7) −0.0040 (7) −0.0016 (6) C5 0.0212 (8) 0.0205 (8) 0.0147 (7) 0.0045 (7) −0.0007 (6) 0.0001 (7) C6 0.0161 (7) 0.0167 (8) 0.0140 (7) 0.0031 (6) −0.0021 (6) 0.0020 (6) C7 0.0165 (7) 0.0184 (8) 0.0159 (7) 0.0021 (6) −0.0024 (6) 0.0027 (6) C8 0.0160 (7) 0.0267 (9) 0.0192 (8) 0.0023 (7) −0.0003 (6) 0.0019 (7) C9 0.0140 (7) 0.0283 (9) 0.0256 (9) −0.0019 (7) 0.0001 (7) 0.0063 (8) C10 0.0167 (7) 0.0196 (8) 0.0269 (9) −0.0035 (6) −0.0053 (7) 0.0031 (7) C11 0.0171 (7) 0.0181 (8) 0.0215 (8) 0.0007 (6) −0.0025 (7) 0.0006 (7) C12 0.0145 (7) 0.0161 (8) 0.0164 (7) 0.0017 (6) −0.0026 (6) 0.0036 (6) C13 0.0144 (7) 0.0131 (7) 0.0153 (7) 0.0007 (6) −0.0004 (6) 0.0003 (6) C14 0.0146 (7) 0.0151 (8) 0.0138 (7) 0.0007 (6) −0.0012 (6) −0.0017 (6) C15 0.0154 (7) 0.0188 (8) 0.0158 (8) −0.0021 (6) 0.0008 (6) 0.0007 (6) C16 0.0186 (7) 0.0163 (8) 0.0159 (8) −0.0001 (6) −0.0007 (6) 0.0031 (6) C17 0.0149 (7) 0.0142 (8) 0.0162 (7) 0.0000 (6) −0.0018 (6) −0.0032 (6) C18 0.0154 (7) 0.0160 (8) 0.0166 (8) −0.0025 (6) 0.0014 (6) −0.0009 (6) C19 0.0192 (7) 0.0126 (7) 0.0160 (8) −0.0018 (6) 0.0005 (6) 0.0012 (6) C20 0.0219 (8) 0.0149 (8) 0.0263 (9) −0.0003 (7) −0.0036 (7) 0.0033 (7) C21 0.0292 (9) 0.0181 (8) 0.0195 (8) 0.0046 (7) 0.0028 (7) 0.0010 (7) C22 0.0337 (10) 0.0411 (12) 0.0279 (10) 0.0200 (10) 0.0063 (9) 0.0081 (9) C23 0.0137 (7) 0.0172 (8) 0.0151 (7) −0.0003 (6) −0.0010 (6) −0.0002 (6) C24 0.0173 (7) 0.0151 (8) 0.0165 (7) 0.0005 (6 (2) 
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